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In silico identification of poly(ADP-ribose)
polymerase—1 inhibitors and their chemosensitizing
effects against cisplatin—resistant human gastric
cancer cells

Tuong Vy Thi Le,
Hyun—Ju Park® et al.

Bioorg., Med. Chem. Lett.
2013, 23(9), 2642—2646

Identification of Novel Irreversible Inhibitors of
UDP-N-Acetylglucosamine Enolpyruvyl Transferase
(MurA) from Haemophilus influenzae

Seong—Gu Han,
Yeon Gyu Yu* et al,

J. Microbiol. Biotechnol.
2013, 23(3), 329-334

Discovery of Novel Scaffolds for Rho Kinase 2
Inhibitor Through TRFRET-Based High Throughput
Screening Assay

Kwang—Seok Oh,
Byung Ho Lee* et al.

Comb. Chem. HTS
2013, 16(1), 37-46

Biochemical characterization and evaluation of potent
inhibitors of the Pseudomonas aeruginosa PAO1
acetohydroxyacid synthase

June—Haeng Cho,
Moon—Young Yoon*et al.

Biochimie

2013, 95(7), 1411-1421

Efficient synthesis of 8H,3'H-spirolbenzofuran—
2,1'-isobenzofuran]-3,3'-dione as novel skeletons
specifically for influenza virus type B inhibition

Yashwardhan Malpani,
Young-Sik Jung® et al.

Eur, J. Med. Chem,
2013, 62, 534-544

New Natural Herbicide Candidate for Sicyon
angulatus Control

Jung—Sup Choi and
In-Taek Hwang et al.

INTECH
2013, chapter 12

Inhibition of Pseudomonas aeruginosa and
Escherichia coli O157:H7 Biofilm Formation by
Plant Metabolite e-Viniferin

Hyun Seob Cho,
Jintae Lee* et al,

J. Agric. Food Chem.
2013, 61(29), 7120-7126

Novel bis—ortho—alkoxy—para—piperazine substituted—
2,4—dianilinopyrimidines
(KRCA-0008) as potent and selective ALK inhibitors
for anticancer treatment

Chi Hoon Park,
Kwangho Lee* et al.

Bioorg. Med. Chem. Lett.
2013, 23, 6192-6196

Elicitation of Induced Resistance against Pectobacterium
carotovorum and Pseudomonas syringae by Specific
Individual Compounds Derived from Native Korean
Plant Species

Geun Cheol Song,
Choong—Min Ryu* et al.

Molecules
2013, 18, 12877-12895

Design and synthesis of novel 3—(benzoldloxazol-2—
y)—5-(1—(piperidin—4—yl)~1H-pyrazol—-4-yl)pyridin—2—
amine derivatives as selective G—protein—coupled
receptor kinase—2 and —5 inhibitors

Sung Yun Cho,
Kwang—Seok Oh* et al,

Bioorg. Med. Chem, Lett.
2013, 23(24), 6711-6716

Inhibition of influenza virus internalization by(-)—
epigallocatechin—3—gallate

Chong—Kyo Lee, Meehyein
Kim* et al.

Antiviral Research
2013, 100, 460—-472
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Rho Kinase 2(ROCK2)®a A1 scaffold Y22 2ot ok 24M
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Specific substrate @3

FAM. TAMRA, GFP, FITC

high
TR-FRET

E oFg HMHL Molecular deviceAtolA 7HHE immobilized metal affinity for phosphochemicals
(IMAP)—% ,g_‘é‘_]- /\]X}H oJJJrE,MIﬂ KN 7]H}o§ ROCK?2 okgﬁ/&hﬁ :’LjTo}oﬂI:]. o] ﬁxnlﬂ o ROCK2°ﬂ
oJste] FEE= 7]1A9 QA TIFo wAdg A om gt Aty S 7Hzl 3719 HEolo® o|Folxl
nanoparticles Z-835}7]0l| &4 kinaseol Rt AHAQl 7| &S AHES 4= UL, AR FFAISE SAIZE
ol A|&HE= ¢ A HMHORE  calibrator7} EA st SHH %%ﬁig‘ Heop A Qitske
7149 Fog A& 4 itk sHAT 7AW SH8HE 7HA= Asp, Glu o A7 7F 24 Alol=
false—positiveS F&st7]0] 2] of g},
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B R OH X2
24 3}E ROCK2 kinase RESZAS F-=517]0 UA] AAH 0.2 Calibrator?} Terbium ©] 3EA|H 73|
(titer 1:400), nanoparticle(titer 1:600)05 5= 8l =& 23}, Zt7] 1:7:3 H&o)| 4] 3AZE o] % 2|t ] A|AHd
FFEol AEE e o]F SAIIEA] oF 2AI7FEE ASH e o ¢ QISlAL, oF A BTt A A HlAER o
%3t kinase enzyme - %=(EC50 value: 1.6 nM)stoll bt 7|4 xko] 914k} ¥H5-5 §-3l, nanoparticles
83 A PR R e Al TS ddskeiTh

A B C
80000 - 50000 - 25000
L 20000
.E sov00 L g 40000 %
3 g 30000 | 8 15000
o 40000 5 =
[ O Substrate © 20000 F O 0.1 uM Substrate E 10000
b ® p-Substrate E ® 1.0 uM Substrate
E 20000 = 10000 F so00
0 1 L 1 1 L 11 o 1 1]
0 S50 100 150 200 250 300 A1 -0 -4 £ T %
Time (min) ROCK2 Log M1 Substrate (uM)
54 7183 ATPY| Km valuet 27] 433NN RPet 27] Be4ws RASAT oS vhefo

ATPY| 5= Hh§-4 % 0 AHA| S Michaelis—Menten equation= &5+ Vmax(18.48 nM/min) 2 Km
value(4.89 M)E Ar=3sHt

A
O oM B C
® 01 M 20 40000 -
W00 & p3uMm
A = "
£ 500 : E £ 30000 |-
z o = o
— = 20000 -
E 1000 > m
=5 E e TR-FRET counis =
% s00 s [ 10000 | 32245(p-sub) + 4775;
R=0.9844
1] — L o 1 1 I 1 L 1 5
¢ 30 60 S0 120 150 180 00 02 04 06 08 1.0 1.2
Time {min) ATP (uM) p-Substrate (uM)

A7] Aol A 49 A3 enzyme(1.6 nM), 7121 M), ATP(4.89 M)2] 5=, reaction time(45 min),
detection time(3 h)E F3 %% assayd AL #A537] 95t 2 oFE(reference compounds)®
ICso values ST M 7|E9] HiH 2|9} HWHSS oste AdoR, I24ES 4N S0l
74 pharmacological tool2# oju] AZEH F52S ¢

valueZ7} B2l oF& Fasudil?}t Y-276325 ARE-5FICH

N

A
T

o2 7]Ee] s A 7IHE S8t 1Ck

_Pjo

30000 - 30000 -

20000 20000 F

TR-FRET counts

10000 - 10000

TR-FRET counts

-8 -7 -6 -5 -4 -B -T -6 -5 -4
Fasudil Log [M] Y¥27632 Log [M]




FHE Alr B A A
Deerace AHE3IR O™ AR}

HAAZ skt

A7) ARolq BAE AdnE =
A3} 507014 AN ANE

screening= AA| gt

4E9iet,

FRAT

]
Aze

range # con accum % hit rate

data=90% 20 20 0.13%]|
80=data=80% 12 32 0.21%]|
TO=data=80% 21 53 0.35%i
G0«<data=70% 18 71 0.47%|
50«<data=60% 29 100] 0.66%
40=<data=50% 49 149 0.99%|
30«<data=40% 80 229 1.52%|
20«<data=30% 253 482 3.20%|
10=data=20% 1976 2458 16.34%|
O=data=10% 100.00%i

Data Binning

Hit Criteria =

Primary screening®l t3t assay 2] A&dA
Zrmean)¥} EFAAHSD)E 7|Hto.2 A8 X]3#2] Z'—factor(0.5 o4 X Z—factor(A| 7 2] thokAl ¢
I signal to background(S/B vale: 3.0 ©|X)E At&Este] wetshA et

a1z

12
0.8 -

0.4

Z, Z' factor

0.0

e Z' factor
< Zfactor

i}
~

20 30
Plate number

Ae vigow 5

% Inhibition

w

S/B value

10.0

5.0

25

0.0

( )

o AIE 2

T(Multiwell 384 well plates, #3572, Corning)® nano—dispenser$!
Envision multi—label readerg& AFESIO2H 118 °Fa

e tEsEHE 15,0405 Wit primary
Hol= 3RHE 10050 AEE o™ Hit ratiow 0.66%= &

Primary screening

14000

2000
Compounds

4000 10000

o

A H7M= Maximum signal® background signal®] St

I__)

2 : & ..w
,,..N" Susgorie
3 -~ r
Ll *M
0 5 10 15 20 25 30 35 40 45 50

Plate number
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A sougzn )

=9 10059 HitE v O R scaffoldE w48t oH, E4 02 ROCK2 A& 4% novel
scaffold& =& =t

b

. Average %
Chemical class ‘nhibition
0N~y
|
Cluster 1 R, N R, 98.6
3—Nitropyridine
j’r\Me
N™™N
Cluster 2 I 93.8
RkaL%
4—-Methoxy—1,3,5—triazine
(@]
Cluster 3 O‘ 78.3
(@]
Naphthalene—1,4—dione
N
10
Cluster 4 CI:N/ H 95.4
2,3-Dihydro—1H—-pyrrolo[2,3—blquinoxaline
5 FDES
1) Comb, Chem, High Throughput Screen, 2013, 16, 37—46.
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C
Eur, J. Pharmacol. 2013, 702, 218-26.




A 52292 )
THI WA 232 88 (Culture Collection of Antimicrobial Resistant Microbes)
HZo{RiElm Al 2 = a4

OJ:

AW 19994 0] St A1 Fe] ExAFaA 2o XS W7] Al&ste] A= UIEH%
) ﬂ?“\XHZl Ao & 2| Y-S Hhol 3T 5P E HAIE 4=efstal gyt 2 A 9] A3
oldB| wrt HA| AtaA2d ] kEst 583 W FREUIE HHOR sk ATAAF “dlEH
S WO HA A AFAAARE v o] TA 7} A &E AL Q5T
1} gEo] Alatoll A= S o Alet-S A 0 & Aofslr] flof T o & AMSE = A= 11 S5
P Z2ko) sheha] Lxo) Algtoll 2H-8dt= Vw0l AR thauth AR HS ARgel 31]14*4 22 3
Je]% #%0](Penicillium notatum) 2HE Figt A0 2 w2 Aot 4 A9 2|5 B3 F92
olF ofg] F| AEL 73‘“”11]7} 7H‘ﬂﬂ°1 AREEO] QA Q= Aol o2 HE XHTEHX = 513
Utk 18y FAAY @ - 82 Al FRAAWNAFAAL TR ofojon T Adbe 7|E9 ofH A
ARE A 2EA] o= froutg Ejote] 2d-S oF7|shlsyTh.
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